INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY, VOL. XXVII, 807-809 (1985) 


Author Index to Volume XXVII 


— ; Taylor, P. R.: Molecular 
Perturbation Theory: A United Trestm Treatment of 
Energy Derivatives, 743 
Alonso, J. A. See Zorita, M. L., 393 


Condition for the Existence of Real - 
for a Finite Group, 381 


—; Fabbri, M.: The Hydrogen Molecule for a Two- 
Dimensional S 375 

Delgado-Barrio, 

—; Villarreal, P.; Mareca, P.; Beswick, J. A.: 
Vibrational Predissociation of Highly 
Vibrationally Excited Van Der Waals Molecules: 
A Quantal Close-Coupling Calculation, 173 


Efficient Method for Computation of Representation 
Matrices of the Unitary Group Generators, 59 


© 1985 John Wiley & Sons, Inc. 


Fernandez, M. 


—; Gomez, P.; Serna, P.: Calculation of Internal 
Rotation tion Spectra of Three Molecules with 
Increasing Asymmetry Factors, 235 

Flurry, R. L., Jr. 

Approximate Symmetries in the Singly Excited 


Fraczak, 
Statistical Representation of Atomic Systems 
Structure. II. Classification of the 


B Concept in Bonded 

—; Broclawik, 
Functions L Alternative Way of Matrix 
Elements Evaluation, 613 

Gomez, P. See Fernandez, M., 235 

Grudzinski, H. 

N-Representability Conditions Generated by a One- 


Heidrich, D. 
—+; Kohler, H.-J.; Volkmann, D.: Ab initio 
Calculations on H Transfer in the HF Trimer, 


, G.: The Valence Bond Description of 
‘ae Molecules. II. A Very Simple 
Method to Approximate the Structural Weights 
to a Fully Correlated Valence Bond 
Wavefunction, 259 
Hilal, R. See Abu-Eittah, R., 115 
Hopkinson, A. C. See Lien, M. H., 1 


Iffert, R. See Schulz, J., 461 


Jain, D. C. See Sapse, A. M., 281 
Jankowski, K. 


Jug, K. See Schulz, J., 461 


Karadakov, P. 

An Extension of the Pairing Theorem, 
Kohler, H.-J. See Heidrick, D. 781 
Kurtz, H. A. See Weiner, B., 769 


—; Sundholm, D.; kku, P.: Two-Dimensional, 
Fully Numerical Molecular Calculations. IV. 
Hartree-Fock-Slater on Second-Row 
Diatomic Molecules, 60 


Laszlo, I. 
One- Parameter Double-Zeta Atomic Functions for 
the Hartree-Fock Energies of Helium 
Sequence, 559 


—-; Hilal, R.; Moustafa, H.: Electronic Structure of ; 
the Peptide Linkage. II. A Molecular Orbital 
Treatment of the Electronic Spectra of 
Benzohydroxamic Acids, 115 
Aizman, A. See Contreras, R., 293 
a Representation: Entropy Dependence of the 
Total Energy for Isoelectronic Series, 677 
Baker, J 
of an Exte: Operator 
Manifold on the Predicted Valence-Shell 
Ionization Spectra of Ethane, Ethylene, and 
Acetylene, 145 
Balbas, L. C. See Zorita, M. L., 393 
Bartolucci, J. P. See Ventura, O. N., 625 
Becke, A. D. 
Local Exchange-Correlation Approximations and 
First-Row Molecular Dissociation Energies, 585 
Beswick, J. A. See Delgado-Barrio, G., 173 
Bickerstaff, R. P. 
nt 
Coupling 
Hiberty, P. C. 
A Theoretical Investigation of Electron Correlation —; Ohanessian, G.: The Valence Bond Description of 
and Relaxation in Organometallic Polymers, 323 
Bolis, G. See Ray, N. K., 427 
Boyd, R. J. See Ugalde, J. M., 439 
Broclawik, E. See Golebiewski, A., 613 
Butler, P. See Petke, J. D., 71 
Casida, M 
What Do Local Energy Maps Tell about Local 
Error?, 451 
Chen, M-B. 
—; Parr, R. G.: A Constant-Denominator 
Perturbation Theory Using Circulant Orbitals, Po 
poe... R. —; Malinowski, Lindgren, 
Aizman. A.: Theory Martensson-Pendrill, A.-M.: Electron 
Selves Representation Introduction of Correlation Effects in the 4f14 Shell, 665 
Local Dielectric Effects, 293 PC 
Damhus, T. See Bickerstaff, R. P., 381 699 
Das, S. See Patnaik, L. N., 135 . 
Da Silva, A. F. 


Les, A. 
_ ; Ortega-Blake, L.: A Theoretical Study of 
and 4 and 


of Cyano and Isocyano as 
1 
Linderberg, J. 
—+; Ohrn, Y : Kinetic Energy Functional in 
Hyperspherical Coordinates, 273 
Jankowski, K., 665 


Approximate Calculation of Lifetimes of Resonance 
States in the Continuum from Real Stabilization 
(Letter), 495 


Lunell, 
—; Oster, P.: Hartree-Fock Calculations on Quartet 
S, P, D, and F States of Boron III, 475 


Maggiora, G. M. See Petke, J. D., 71 

Malinowski, P. See Jankowski, K., 665 

March, N. H. 

Relativistic Total Energy of Heavy Atomic Ions: 

Dimensionality Dependent Scaling, 595 

Mareca, P. See Delgado-Barrio, G., 173 

Martensson-Pendrill, A.-M. See Jankowski, K., 665 

Mestechkin, M. M. 

Numerical Method for the Open-Shell Restricted 
Hartree-Fock Density-Matrix Direct 
Calculation, 653 

R. K. 

—,; Dubey, S. K.; Tyagi, R. S.: Interaction between 
Photons: “Trapped Electron” and Vibronic 
Excitation, 303 

Moustafa, Eittah, R., 115 

Murthy, A. 

—; <meta S.: Compliant Fields for Molecular 
Interactions: Water Dimer and Formic Acid 
Dimer, 547 


G. See Hiberty, P. C., 245, 259 


Analytic Tetrahedral Scheme for 
Integrations, 97 


Ortega-Blake, I. See Les, A., 567 
Oster, P. See Lunell, S., 475 


Panin, A. I. 

“Basis” Lie Algebra of Electronic Fock 
Application to Evaluation of Matrix 
Spin Tensor Operators, 501 

Parr, R. G. See Chen, M-B., 731 


Stilbene and Aschensene 135 

Petke, J. D. 

—,; Butler, P.; Maggiora, G. M.: Ab Initio Quantum 
Mechanical Characterization of the Electronic 
States of Anthraquinone, Quinizarin, and 1,4- 

iamino Anthraquinone, 71 
Pipek, J. 
Orthogonalization of Localized Orbitals, 


—; Shibata, M.; Bolis, G.; Rein, R.: Potential-Derived 
Point- Charge Model Study of Electrostatic 
Systems, 427 

Rein, R. See Ray, N. K., 427 


Sapse, A. M. 
—+; Jain, D. C.: Ab Initio Studies of F~(H20),, and 
a Clusters for n = 1,2, 281 


Sch 

—,; Iffert, R.; Jug, K.: On the Rotational Invariance of 
the Fock Equations in INDO Methods Using d 
Functions, 461 

Sen, K. D. 

Empirical Estimates of Electrostatic Potentials at 
the Nuclei in Molecules (Letter), 231 

Serna, P. See Fernandez, M., 235 

Shibata, M. See Ray, N. K., 427 

Slanina, Z. 


Behavior Functions of Models 
Quadratically Dependent Energy Spectra 
and Consequences Regarding Theoretical Study 


of Chemical Reactivity, 691 


Smet, F. 

—; Van Groenendael, A.: Sur la Theorie des 
Equations de Hartree-Fock Dependant du 
Temps. III. Determination d’un Ensemble 
Unique de Spin Orbitales, 159 

—,; Van Groenendael, A.: Sur la Theorie Quantique 
des Equations de Hartree-Fock Dependant du 
Temps. IV. Expression Matricielie du Tenseur 
d’Hyperpolarisabilite, 167 

Sokolowski, A. See Jankowski, K., 665 

Sosa, R. M. See Ventura, O. N., 625 

Sundholm, D. See Laaksonen, L., 601 


Taylor, P. R. See Almlof, J., 743 
Symmetrization of Operator Matrix Elements, 89 
Tyagi, R. S. See Mishra, R. K., 303 


Ugalde, J. M. 
—; Boyd, R. J.: Angular Aspects of 
Correlation and the Fermi Hole, 439 


On a Unified Treatment of Kinetics and Diffusion, 
and a Connection to a Nonlocal Boltzmann 
Equation, 203 


Van Groenendael, A. See Smet, F., 159, 167 

Usage de L’Algebre de Lie SU(N) dans I’Etude des 
Systemes Quantiques A N Etats. IV. Geometrie 
du Domaine des Gciees de Coherence, 417 

Varracchio, E. F. 

Field Theory of Chemical Reactions. I. Ideal Space 
Representation of A + BC — AC + B Processes, 
ll 


Ventura, O. N. 

—+; Bartolucci, J. P.; Sosa, R. M.: He?*2: A 
Comparison Between Hartree-Fock and Density 
Functional Techniques, 625 


808 AUTHOR INDEX 
Preiskorn, A. 
—; Zurawski, B.: Many-Electron, Multicenter 
Integrals in Superposition of Correlated 
Some of | heir Derivatives, 567 Configurations Method. I. One- and Two- 
Electron Integrals, 641 
pace: 
Patnaik, L. N. 
—; Das, S.: Conformation of p- 
| 


P. See Delgado-Barrio, G., 173 
idrich, D., 781 


Weiner, B. 

—; Kurtz, H. A.: The Antisymmetrized i 
Power Approximation to the Excitation 
Propagator, 769 


Yan, J. Q. Y., 407 

= : Electronic Structures of the 7-x 

Charge Tranaer Co Complexes of Pyridine 
Boron Trihalides, 465 


Zhang, Q. Y. 
—; Yan, J. M.: Structure of the Electronic Energy 
Bands of Molecular Crystal NMP-TCNQ, 407 
Zhao, J. G. See Yan, J. M., 465 
Aloe, TA; Balbas, L. C.: Local Behavior of the 
tic Energy in Density Functional Theory, 


Zurawski, B. See Preiskorn, A., 641 


/ 
AUTHOR INDEX 809 
Volkmann, 
Volkmann, 


Ths new general chemistry text 

for majors combines in-depth 
coverage with a c 

solving approach to 

motivate students. Integrates 


Alpha Molecular Mode! Set For 
General Chemistry 


Ronald Starkey, 
University of Wisconsin, 
Green Bay 


(0-471-82511-5) 
January 1985 


To find out more about these or 
other fine texts from WILEY. write 


CHEMISTRY. 


QUALITY 
CLASSICS. 
ONLY FROM 
WILEY 


page to Basic Concepts of Chenustry 


OOS and one drive. 
* Regstered trademark of Appie Computer inc 


complement Maiones Basic 
Chermstry although it can 
accompany any preparatory chemustry 
text. With 24 experiments and 27 addi- 
tional exercises. it mtroduces students 
to common chermstry lab techmques 
while reinforcing concepts from the 
lecture course 
Written with easy-to-follow logic. ths 
manual the 


2nd Edition 
experiment and theory 
Bernice G. Segal, St. Lours University 
Barnard College. Also available Special Computerized 
Columbia University Edition 
Thws concise. introductory chermstry 
textbook takes a motivational approach 
to basic cChermstry that helps students 
sharpen fundamental mathematical skills 
and conceptuahze problem-solving 
Strateges The text is written nm a clear 
descriptive chemistry throughout Conversational style Many pedagogical 
the text in a lucid, rigorous 
framework that uses derivations Ths new edition has been revised for 
sparingly Written to make Clarity end wath chapter 
yectives, summanes as as 
chemistry accessible and cumulative review tests Problems at the 
supplemented to make teaching end of each chapter have been doubled 
it easy Each copy of the Computenzed Edition 
(0-471-80811-3) comes complete with its own software 
1985 ask (a $25 value) for only $5 more Ths 
interactive software tutorial emphasizes 
one of the most parts of 
one of the most iCult. parts of ww 
SUPPLEMENTS: ductory chemistry Uses a step-by-step 
approach that 1s keyed and integrated by 
(0-471-80974-8) 
Solutions Manual 
Guide 
ly Peter Shenkin, (0-471-88600-9) 
Columbia University January 1985 
(0-471-82373-2) 624 pp. 
(0-471-82564-6) 
Transparencies 
Guide. Transparencies Recommended 
Lab Manual with corresponding Teacher's 
Manual 
po EXPERIMENTS IN BASIC CHEMISTRY 
Steven Murov 2nd Brian Stedjee, 
P| both of Modesto Jr College 
to Lisa Berger Dept. 5-1932 
. Please include course name 
approximate enroliment and ttie 
of current text. 
self-motivated discovery 
WILEY & SONS, Inc. SUPPLEMENTS: Teachers Manual 
605 Third Avenue (0-471-80016-3) 
New York. N Y 10158 January 1985 
in Canada 22 Worcester Road 
Rexdale. Ontario MSW 3638 pp. (paper! 


INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY, VOL. XXVII, 811 (1985) 


Subject Index to Volume XXVII 


Ab initio, 219 

Ab initio calculations, 781 _ 
Ab Initio quantum 
Analytic differentiation, 743 


characterization, 71 


Benzohydroxamine acids, 115 
Bonded functions, 613 
Boys functions, 613 
Brillouin zone double integrals, 109 
Brillouin zone integrations, 97 


Chain-like systems, 219 
Charge transfer complex, 465 
Chemical reactivity, 691 


7 
Complex of pyridine with boron trihalides, 465 
Conjugated molecules, 245, 259 
Constant-denominator perturbation theory, 731 
Convergence of lattice sums, 219 

ted configurations method, 641 

Correlation energy, 665 
Correlation holes, 439 
Cyano, 1 


Density functional theory, 585 
1,4-Diamino anthraquinone, 71 
Diatomic molecules, 601 
Dimer, formic acid, 547 
Dimers, water, 547 

Double cosets, 89 


Electron correlation and relaxation in crystal orbital 
models, 323 

Electronic energy bands, 407 

Electronic Fock space, 501 

Electronic states, 71 

Electronic structure of -BX3, 465 

Electrostatic interaction energies, 427 

Electrostatic potentials, 231(L) 


Fock equations, 461 
Generalized born formula, extension of, 293 


Hartree-Fock, 159, 167, 281, 475, 559, 699 
Hartree-Fock—Roothaan open-shell theory, 653 
Hartree—Fock-Slater, 601 

Heavy atomic ions, 595 

Helium, 195 

Helium isoelectronic sequence, 559 


© 1985 John Wiley & Sons, Inc. 


Letters, 231, 495 

Local dielectric effects, 293 

Local energy maps, 451 

Localized orbital, 527 

Low-dimensional transition metal compounds, 323 


Matrix elements, 89 
Molecular crystal NMP-TCNQ, 407 
Molecular properties, 743 


Nonrigid molecules, 235 
N-representability 709 
Numerical pair functions, 665 


ODD method, 145 


Pairing theorem, 699 
Partition functions, 691 
PCILO computations, 135 
Perturbation theory, 743 
Photon interaction, 303 


Quinizarin, 71 


Real coupling coefficients, 381 
Reduced density operators, 709 
Reduced inertia moments, 235 
Representation matrices, 59 
Resonance states, lifetimes, 495(L) 


SCF reaction field theory, 293 
Singular value decomposition, 699 
Spin correlation, 439 

States, 195 

Stilbene derivatives, 135 
Symmetry, 89, 195, 625 


Tautomerism, 567 
Vibrational predissociation of vdW molecules, 173 


Ytterbium, 665 


Hydration free energies, 293 
Hydrogen molecule, 375 
Fe Hyperspherical coordinates, 273 
nunraquinone, 
Asymmetric top, 235 Integral Processing in CI, 89 
Internal rotation, 235 
Internal rotation energy levels, 235 
Ionization spectra, 145 
Isocyano, 1 
Isoelectronic series, 677 
Kinetic energy, 273 
Kineti 288 
| 
Exchange, 219 
Exchange correlation, 439 
Exchange-correlation energy, 585 
r Excitation propagator, 769 


